In the title compound, C 18 H 16 N 2 O 3 , a potential inhibitor of the cyclooxygenase-2 isoenzyme, the pyrazoline ring exists in a flattened envelope conformation with one C atom deviating by 0.463 Å from the mean plane of the remaining four atoms. The puckering of the central oxazine ring is more severe, with one N atom and one C atom displaced by 0.235 (6) and 0.370 (2) Å , respectively, on opposite sides of the mean plane defined by the other four atoms; the conformation is that of a half-chair. As a result, the molecule as a whole is not planar. The carboxyl group is involved in an intermolecular O-HÁ Á ÁN hydrogen bond, which links the molecules into centrosymmetric dimers. Table 1 Hydrogen-bond geometry (Å , ). (Subbaramaiah et al., 2002) , we designed and prepared a series of 2-and 5-substituted derivatives containing the tricyclic system shown in Fig. 1 . In order to recognize enzyme binding requirements for this fused heterocycle, we selected the 2-methyl-5-carboxyphenyl derivative, for single-crystal X-ray analysis. The compound was obtained as a 1:1 mixture of the cis (1a) and trans (1 b) diastereomers and we report here the structure of the cis isomer.
Related literature
The molecular structure and atom-numbering scheme is shown in Fig. 2 . Bond distances and angles are close to those generally expected. The atom O6 is essentially sp 2 -hybridized and involved in conjugation with the benzo ring as indicated by the valence angle at this atom and a non-equivalency of the O6-C5 and O6-C7 bonds.
The most interesting feature of the structure-the spatial relationship between the pharmacophoric elements (hydrophobic groups and H-bond donors/acceptors)-is given by conformation of the (partially) The crystal packing is dominated by a hydrogen bond between centrosymmetrically related molecules (Table 1) which result in formation of hydrogen-bonded dimers.
Experimental
Synthesis of the title compound has been described previously (Světlík et al., 2005) . In short, a solution of 4-carboxybenzaldehyde (0.30 g, 2 mmol) and pyrazoline (0.35 g, 2 mmol) in ethyl acetate (14 ml) and methanol (1 ml) was left to react at room temperature for 1 h. The resulting precipitate was filtered off and crystallized from ethanol to obtain (1a) (70% yield; m.p. 474-480 K) as colourless crystals. Crystals suitable for the X-ray analysis were obtained by slow crystallization from acetone.
Refinement
H atoms were visible in difference maps, but were placed geometrically and subsequently treated as riding atoms with distances C-H = 0.93 Å (CH arom ), 0.97 (CH 2 ) or 0.98 Å (CH) and 0.96 Å (CH 3 ) and O-H = 0.82 Å (COOH); U iso of the H atoms were set to 1.2 (1.5 for the methyl and carboxy H atoms) times U eq of the parent atom. 
Data collection
Siemens P4 diffractometer R int = 0.019
Radiation source: fine-focus sealed tube θ max = 30.0º
Monochromator: graphite θ min = 2.0º (7) 0.0364 (7) 0.0318 (6 
